. Physical properties of H-atoms and the localised stabilisation energy, E stab of H-H bonding in the five conformers (C1-C5) of the Zn(NTPA) complex. q(H) is the charge on an H-atom and E(H) is its atomic energy; BL is the bond length in the energy-optimised structure. Atoms printed in bold are involved in the H-H bonding interaction. Table S3 . Average differences (DIF) between the AIM-computed bond path angles (BPA) and geometrical bond angles (GBA), DIF = BPA -GBA, in three 6-member rings of five conformers of the Zn(NTPA) complex. Rings are marked in Figure 1 . Figure S2 . 
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